Disallowed 0.0 * Values in brackets refer to the highest resolution shell. † R factor = ∑hkl||Fobs| -|Fcalc||/∑hkl|Fobs|, where Fobs and Fcalc represent the observed and calculated structure factors, respectively. The R factor was calculated using 95% of the data, which were included in refinement, and Rfree was calculated using 5% of the data, which were excluded from refinement. Packing interactions between RE31 and thrombin molecules -x-1/2, y-1/2, -z-1 (A); -x-1/2, y-1/2, -z-2 (B); -x-1, -y, z (C). Symmetry related thrombin molecules are shown as surface.
